Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.007 Å; disorder in main residue; R factor = 0.063; wR factor = 0.164; data-to-parameter ratio = 8.9.
The title compound, 14-acetoxy-7-hydroxy-ent-kaur-16-ene-3,15-dione or glaucocalyxin B, C 22 H 30 O 5 , a natural entkaurane diterpenoid, is composed of four rings with the expected cis and trans ring junctions. In the crystal structure, there are two molecules in the asymmetric unit related by a noncrystallographic twofold screw axis, and ring A is disordered [ratio occupancies 0.829 (19):0.171 (19)], such that both chair and boat conformations are present, but with the boat conformation as the major component. In the crystal, molecules are linked by intermolecular O-HÁ Á ÁO hydrogen bonds.
Related literature
For related literature on the genus Isodon and diterpenoids therefrom, see: Liu et al. (1988) ; Kim et al. (1992) ; Sun et al. (2001) ; Bai et al. (2005) . For expected bond-length ranges, see: Allen et al. (1987) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . All H atoms were included in calculated positions and refined as riding atoms, with C-H = 0.96 Å (CH 3 ), 0.93 and 0.97 Å (CH 2 ), and 0.98 Å (CH), and with U iso (H) = 1.2 U eq (C). In the absence of significant anomalous scattering effects, Friedel pairs were merged. The choice of enantiomer was based on comparison of the optical rotation with that of related compounds with known stereochemistry. Disorder in ring A was identified by peaks on a difference Fourier map. Each group of disordered atoms was refined with common site occupancies, and equivalent atoms were constrained to have the same anisotropic displacement parameters. The bond lengths in the disorder groups were restrained to values of 1.210 (3) Å (for all four C═O distances), 1.540 (3) Å (C1-C10, C1-C2, and equivalents) and 1.460 (3) Å (C2'-C3'). Figures   Fig. 1 . A view of the molecular structure of compound (I). Displacement ellipsoids are drawn at the 50% probability level. 
Special details
Experimental. The assignment of absolute structure was based on comparison of the optical rotation with that of related compounds with known stereochemistry. 1.499 (6) C3'-C4' 1.548 (6) C4-C19
1.532 (7) C4'-C18' 1.541 (7) C4-C18
1.553 (7) C4'-C19' 1.548 (7) C4-C5
1.565 (6) C4'-C5' 1.567 (6) C5-C6 1.530 (5) C5'-C6' 1.515 (5) C5-C10
1.553 (6) C5'-C10' 1.545 (6) C5-H5 0.9800 C5'-H5' 0.9800 C6-C7
1.502 (6) C6'-C7' 1.521 (5) C6-H6A 0.9700 C6'-H6'1 0.9700 C6-H6B 0.9700 C6'-H6'2 0.9700 C7-C8
1.533 (6) C7'-C8' 1.536 (6) C7-H7 0.9800 C7'-H7' 0.9800 C8-C15
1.533 (6) C8'-C14' 1.536 (6) C8-C14
1.541 (6) C8'-C15' 1.546 (6) C8-C9 1.580 (5) C8'-C9' 1.574 (5) C9-C11
1.562 (6) C9'-C11' 1.558 (6) C9-C10
1.563 (6) C9'-C10' 1.571 (5) C9-H9 0.9800 C9'-H9' 0.9800 C10-C20 1.543 (7) C10'-C20' 1.542 (6) C11-C12 
